Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.003 Å; R factor = 0.058; wR factor = 0.147; data-to-parameter ratio = 15.2.
Related literature
Mo K radiation = 0.10 mm À1 T = 295 K 0.25 Â 0.05 Â 0.05 mm
Data collection
Agilent SuperNova Dual diffractometer with an Atlas detector Absorption correction: multi-scan (CrysAlis PRO; Agilent, 2011) T min = 0.971, T max = 1.000 8876 measured reflections 3715 independent reflections 2131 reflections with I > 2(I) R int = 0.039 Refinement R[F 2 > 2(F 2 )] = 0.058 wR(F 2 ) = 0.147 S = 1.03 3715 reflections 244 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.16 e Å À3 Á min = À0.20 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C13-C18 ring. Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010). supplementary materials Acta Cryst. (2013) . E69, o577 [doi:10.1107/S1600536813007502] 5-Methyl-N′-[(3Z)-2-oxo-2,3-dihydro-1H-indol-3-ylidene]-1-phenyl-1H-1,2,3-
triazole-4-carbohydrazide
Hanan A. Mohamed, Bakr F. Abdel-Wahab, Seik Weng Ng and Edward R. T. Tiekink
Comment
The title compound (I) was investigated in relation to the established biological activities exhibited by 1,2,3-triazoles (Abdel-Wahab et al., 2012; Jordão et al., 2011) . The formation of intramolecular N4-H···O2 and N4-H···N3 hydrogen bonds, Table 1 , confers stability to the co-planar arrangement in the central region of the molecule, i.e. the N4-N5-C12-C11 and N3-C7-C10-N4 torsion angles are -0.9 (3) and -6.3 (3)°, respectively. Finally, the conformation about the N5═C12 bond is Z.
Supramolecular chains propagating along [1 0 1] feature in the crystal packing. These are sustained by N6-H···O1 hydrogen bonds and supported by C14-H···O2 interactions, Table 1 , and lead to 12-membered {···OCN 2 C 3 H···OCNH} synthons, Fig. 2 . The chains assemble in layers parallel to (1 0 1) and are connected into the three-dimensional architecture by C-H···π interactions between a methyl-H and the C13-C18 benzene ring, Table 1 , and π-π interactions between centrosymmetrically related 1,2,3-triazole rings [inter-centroid distance = 3.6056 (14) Å for symmetry operation 1 -x, 1 -y, 1 -z], Fig. 3 .
Experimental
A mixture of 5-methyl-1-phenyl-1H-1,2,3-triazole-4-carbohydrazide (0.22 g, 0.001 M) and indoline-2,3-dione (0.15 g, 0.001 M) in anhydrous ethanol (30 ml) in the presence of a catalytic amount of glacial acetic acid was heated under reflux for about 4 h. The resultant solid was filtered and dried. Re-crystallization was by slow evaporation of its DMF solution which yielded yellow prisms in 73% yield; M.pt: 562-564 K.
Refinement
Carbon-bound H-atoms were placed in calculated positions (C-H = 0.93 to 0.96 Å) and were included in the refinement in the riding model approximation, with U iso (H) = 1.2-1.5U equiv (C). Nitrogen-bond H-atoms were refined with the distance restraint N-H = 0.88±0.01 Å, and with unrestricted U iso .
Computing details
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO (Agilent, 2011); data reduction: CrysAlis PRO (Agilent, 2011); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010). supplementary materials sup-2 Acta Cryst. (2013) . E69, o577
Figure 1
The molecular structure of (I) showing displacement ellipsoids at the 35% probability level. A view of the crystal packing in projection down the b axis. The N-H···O, C-H···π and π-π interactions are shown as blue, brown and purple dashed lines, respectively. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figure 2

5-Methyl-N′-[(3Z)-2-oxo-2,3-dihydro-1H-indol-3-ylidene]-1-phenyl-1H-1,2,3-triazole-4-carbohydrazide
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.5195 (3) 0.58729 (9) 0.26022 (12) 0.0597 (5) 0.0584 (12) 0.0370 (12) 0.0436 (10) 0.0009 (10) −0.0049 (9) 0.0016 (9) N3 0.0559 (11) 0.0359 (12) 0.0417 (10) 0.0019 (10) −0.0020 (9) 0.0023 (8) N4 0.0587 (11) 0.0312 (12) 0.0382 (10) 0.0008 (10) −0.0041 (9) 0.0025 (8) N5 0.0538 (11) 0.0290 (11) 0.0416 (10) 0.0017 (9) −0.0004 (8) 0.0019 (8) N6 0.0685 (13) 0.0405 (13) 0.0380 (10) −0.0032 (11) −0.0087 (9) −0.0057 (9) C1 0.0489 (12) 0.0282 (13) 0.0512 (13) 0.0054 (11) 0.0087 (10) 0.0081 (10) Hydrogen-bond geometry (Å, º) Cg1 is the centroid of the C13-C18 ring. Symmetry codes: (i) x+1/2, −y+3/2, z+1/2; (ii) x−1/2, −y+3/2, z−1/2; (iii) −x+3/2, y−1/2, −z+1/2.
